The title compound, C 21 H 15 N 3 O 3 , features an essentially planar molecule (r.m.s. deviation for all non-H atoms = 0.090 Å ). An intramolecular C-HÁ Á ÁN hydrogen bond occurs. In the crystal, the molecules are connected by C-HÁ Á ÁN and C-HÁ Á ÁO hydrogen bonds into layers parallel to (102).
Structure description
We are interested in the title compound as it is a potential aggregation-induced emission (AIE) material (Liu & Fujiki, 2016) . The molecule (Fig. 1) is almost planar (r.m.s. deviation for all non-H atoms = 0.090 Å ). An intramolecular C-HÁ Á ÁN hydrogen bond occurs (Table 1) .
In the crystal, the molecules are connected by C-HÁ Á ÁO and C-HÁ Á ÁN hydrogen bonds into layers parallel to (102) (Table 1, Fig. 2 ).
Synthesis and crystallization
Firstly, 1.24 g (4.90 mmol) of 4-(bromomethyl)pyridine hydrobromide and 0.50 g (4.10 mmol) of 4-hydroxybenzaldehyde were added to a flask equipped with 50 ml acetonitrile. And then anhydrous potassium carbonate (3.24 g, 23.44 mmol) and 18-crown-6 (1 g) were added and refluxed at 353 K overnight. Subsequently, the mixture was filtered and the solvent was removed under reduced pressure. Finally, the white product was obtained by column chromatography with petroleum petroleum ether/ethyl acetate (2:1, v/v). Then, the white product (0.20 g, 0.94 mmol) of the previous step and 0.15 g (0.95 mmol) of 2-(4-nitrophenyl)acetonitrile were dissolved in 20 ml ethanol into a flask equipped with a magnetic stirrer for 5 h. Subsequently, the yellow solid was filtered. (ii) Àx; Ày þ 1; Àz þ 2; (iii) Àx þ 2; Ày þ 1; Àz þ 1; (iv) Àx þ 1; y À 1 2 ; Àz þ 3 2 .
Figure 1
The structure of title molecule, showing the atom-numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. The intramolecular hydrogen bond is indicated by a dashed line.
data reports data-1
full crystallographic data IUCrData (2018) . 3 
Data collection
Bruker SMART CCD area detector diffractometer Radiation source: fine-focus sealed tube Graphite monochromator phi and ω scans 12823 measured reflections 3270 independent reflections 2621 reflections with I > 2σ(I) 
Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
data-2
IUCrData (2018). 3, x181328
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. All H atoms were placed in geometrically calculated positions and refined using a riding model with C-H distances of 0.93 Å for all H atoms bound to C(sp 2 ) atoms and 0.97 Å for H atoms bound to secondary C(sp 3 ) atoms. Isotropic displacement parameters for H atoms were calculated as U iso (H) = 1.2U eq (C).
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0026 (7) C2 0.0654 (10) 0.0525 (9) 0.0668 (10) −0.0167 (8) 0.0099 (8) 0.0045 (7) C3 0.0476 (8) 0.0713 (11) 0.0513 (9) −0.0220 (7) 0.0049 (7) 0.0020 (7) C4 0.0432 (8) 0.0721 (11) 0.0672 (10) −0.0046 (7) 0.0123 (7) −0.0011 (8) C5 0.0475 (8) 0.0493 (8) 0.0667 (10) −0.0040 (6) 0.0144 (7) 0.0000 (7) C6 0.0425 (7) 0.0458 (8) 0.0404 (7) −0.0051 (6) 0.0050 (6) −0.0008 (6) C7 0.0398 (7) 0.0436 (7) 0.0422 (7) −0.0010 (5) 0.0074 (6) −0.0003 (6) C8 0.0483 (8) 0.0433 (8) 0.0666 (10) −0.0030 (6) 0.0148 (7) 0.0022 (7) C9 0.0400 (7) 0.0446 (7) 0.0488 (8) −0.0003 (5) 0.0107 (6) −0.0017 (6) C10 0.0421 (7) 0.0422 (7) 0.0489 (8 (9) 0.0671 (10) −0.0020 (7) 0.0144 (7) −0.0011 (7) Geometric parameters (Å, º) Symmetry codes: (i) −x, y+1/2, −z+3/2; (ii) −x, −y+1, −z+2; (iii) −x+2, −y+1, −z+1; (iv) −x+1, y−1/2, −z+3/2.
